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Gold(I) Compounds
2
Chemical structures of  gold-based DMARDS: (a) Myocrisin® and (b) Auranofin®
Gold(I) Compounds
3 E.R.T. Tiekink and J.-G. Kang, Coord Chem Rev., 2009, 253, 1627.
Au - - - AuAurophilic Interactions
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Thiocarbamide
R = Me, Et and iPr










R = Me, Et and iPr






Thiocarbamide 1H – N-H ~ 8.7 -






Bond Bond length (Å)
C = S 1.6679 (19)
C – N 1.337 (2)
Ph3PAu[SC(OiPr)=N(p-tolyl)]Bond Bond length (Å)
Au – P 2.2561 (7)
Au – S 2.3171 (7)
C – S 1.776 (3)














R = Me, Et and iPr





Only 1 out of  6 structures
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Au···π is more stable by ca 12 kcal/mol






























Two intramolecular Au···π(aryl) interactions
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Binuclear Phosphanegold(I) Carbonimidothioates






Two Au···O interactions 
23.6 kcal mol-1
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R = Me, Et and iPr
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Formation of  N-H…Cl
R = Me, Et and iPr
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Six Membered Quasi Chelate Ring (CuCl…HNCS)












Chemical structure of  the molecule subjected to DFT-D calculations (BP86-D/def2-TZVP)
14 out of  91 hits ≈ 15.4 %
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Summary
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